. Cyclic voltammograms of complexes (ppy) 2 Ir(oz) (1) and (ppy) 2 Ir(thoz) (2) Theoretical Calculations.
The calculations on the ground and excited electronic states of the iridium complexes 1 and 2 were performed by using density functional theory (DFT) and TDDFT at the B3LYP level. valence electrons of Ir(III). In addition, the geometries of the singlet ground state (S 0 ) of these complexes were fully optimized with C 1 symmetry constraints. All calculations reported here were carried out with the Gaussian 09 software package using a spin-restricted formalism. 
